X-ray crystal structure analysis of 2d (gil9082): A yellow prism-like specimen of C12H9Cl2I, approximate dimensions 0.044 mm x 0.108 mm x 0.177 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured. A total of 1211 frames were collected. The total exposure time was 8.41 hours. The frames were integrated with the Bruker SAINT software package using a narrow-frame algorithm. The integration of the data using a monoclinic unit cell yielded a total of 12590 reflections to a maximum θ angle of 27.54° (0.77 Å resolution), of which 1359 were independent (average redundancy 9.264, completeness = 99.6%, Rint = 3.14%, Rsig = 1.52%) and 1312 (96.54%) were greater than 2σ (F 2 ). The final cell constants of a = 9.0878(4) Å, b = 15.7048(7) Å, c = 8.2614(6) Å, β = 95.2090(10)°, volume = 1174.21(11) Å 3 , are based upon the refinement of the XYZ-centroids of 510 reflections above 20 σ(I) with 8.943° < 2θ < 61.11°. Data were corrected for absorption effects using the numerical method (SADABS). The ratio of minimum to maximum apparent transmission was 0.815. The calculated minimum and maximum transmission coefficients (based on crystal size) are 0.6060 and 0.8740. The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group C2/c, with Z = 4 for the formula unit, C12H9Cl2I. The final anisotropic full-matrix least-squares refinement on F 2 with 71 variables converged at R1 = 1.54%, for the observed data and wR2 = 3.96% for all data. The goodness-of-fit was 1.112. The largest peak in the final difference electron density synthesis was 1 Symmetry transformations used to generate equivalent atoms:
#3 -x+1, y, -z+1/2; #4 -x+1, -y+2, -z+1.
X-ray crystal structure analysis of 2f (gil9068):
A colorless plate-like specimen of C6H4BrCl2I, approximate dimensions 0.020 mm x 0.020 mm x 0.050 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured. The integration of the data using an orthorhombic unit cell yielded a total of 1476 reflections to a maximum θ angle of 25.00° (0.84 Å resolution), of which 1476 were independent (average redundancy 1.000, completeness = 99.2%, Rsig = 3.23%) and 1384 (93.77%) were greater than 2σ(F 2 ). The final cell constants of a = 8.0598(3) Å, b = 18.4841(10) Å, c = 6.1559(3) Å, volume = 917.09(7) Å 3 , are based upon the refinement of the XYZcentroids of reflections above 20 σ(I). Data were corrected for absorption effects using the multi-scan method (SADABS). The calculated minimum and maximum transmission coefficients (based on crystal size) are 0.6800 and 0.8510. The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group Pna21, with Z = 4 for the formula unit, C6H4BrCl2I. The final anisotropic full-matrix least-squares refinement on F 2 with 92 variables converged at R1 = 3.37%, for the observed data and wR2 = 7.64% for all data. The goodness-of-fit was 1.106. The largest peak in the final difference electron density synthesis was 0.621 e -/Å 3 and the largest hole was -0.632 e -/Å 3 with an RMS deviation of 0.138 e -/Å 3 . On the basis of the final model, the calculated density was 2.562 g/cm 3 and F(000), 648 e -. CCDC number: 1918405. Symmetry transformations used to generate equivalent atoms: #1 -x, -y+1, z-1/2; #2 x, y, z-1;
#3
x-1, y, z; #4 x+1/2, -y+1/2, z+1; #5 -x+1, -y+1, z-1/2.
X-ray crystal structure analysis of 2g (gil8778): A colorless needle-like specimen of C9H9Cl2IO2, approximate dimensions 0.051 mm x 0.074 mm x 0.137 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured. A total of 464 frames were collected. The total exposure time was 5.16 hours. The frames were integrated with the Bruker SAINT software package using a narrow-frame algorithm. The integration of the data using a triclinic unit cell yielded a total of 10881 reflections to a maximum θ angle of 27.48° (0.77 Å resolution), of which 2666 were independent (average redundancy 4.081, completeness = 99.8%, Rint = 4.40%, Rsig = 3.53%) and 2351 (88.18%) were greater than 2σ(F 2 ). The final cell constants of a = 5.3714(4) Å, b = 9.4580(5) Å, c = 11.6713(7) Å, α = 93.944(2)°, β = 90.873(3)°, γ = 97.796(3)°, volume = 585.88(6) Å 3 , are based upon the refinement of the XYZ-centroids of 5167 reflections above 20 σ(I) with 5.391° < 2θ < 54.92°. Data were corrected for absorption effects using the multi-scan method (SADABS). The ratio of minimum to maximum apparent transmission was 0.888. The calculated minimum and maximum transmission coefficients (based on crystal size) are 0.6710 and 0.8550. The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group P-1, with Z = 2 for the formula unit, C9H9Cl2IO2. The final anisotropic full-matrix leastsquares refinement on F 2 with 128 variables converged at R1 = 2.35%, for the observed data and wR2 = 4.33% for all data. The goodness-of-fit was 1.044. The largest peak in the final difference electron density synthesis was 0.539 e -/Å 3 and the largest hole was -0.531 e -/Å 3 with an RMS deviation of 0.113 e -/Å 3 . On the basis of the final model, the calculated density was 1.967 g/cm 3 and F(000), 332 e -. CCDC number: 1918406. Table S3 . Non-covalent intermolecular interactions in compound 2g (Å and deg) Symmetry transformations used to generate equivalent atoms: #1 x-1, y, z; #2 x+1, y, z; #3 -x, -y+2, -z+1; #4 -x+1, -y+1, -z; #5 -x, -y+1, -z+1; #6 -x+1, -y+2, -z+1. a The shortest distance between two adjacent overlapping aromatic units involved in the formation of  …  interactions.
X-ray crystal structure analysis of 2h (gil8839):
A colorless plate-like specimen of C7H4Cl2F3I, approximate dimensions 0.040 mm x 0.080 mm x 0.090 mm, was used for the X-ray crystallographic analysis. The X-ray intensity data were measured. The integration of the data using a triclinic unit cell yielded a total of 1661 reflections to a maximum θ angle of 25.00° (0.84 Å resolution), of which 1661 were independent (average redundancy 1.000, completeness = 96.0%, Rsig = 2.33%) and 1648 (99.22%) were greater than 2σ(F 2 ). The final cell constants of a = 5.4214 (2) Data were corrected for absorption effects using the multi-scan method (SADABS). The calculated minimum and maximum transmission coefficients (based on crystal size) are 0.7250 and 0.8620. The structure was solved and refined using the Bruker SHELXTL Software Package, using the space group P-1, with Z = 2 for the formula unit, C7H4Cl2F3I. The final anisotropic full-matrix least-squares refinement on F 2 with 118 variables converged at R1 = 1.87%, for the observed data and wR2 = 4.84% for all data. The goodness-of-fit was 1.069. The largest peak in the final difference electron density synthesis was 0.517 e -/Å 3 and the largest hole was -0.543 e -/Å 3 with an RMS deviation of 0.077 e -/Å 3 . On the basis of the final model, the calculated density was 2.337 g/cm 3 and F(000), 320 e -. CCDC number: 1918407. Symmetry transformations used to generate equivalent atoms: #1 x-1, y, z; #2 x+1, y, z; #3 -x+2, -y+1, -z; #4 -x+1, -y+2, -z+1; #5 -x+2, -y+1, -z+1; #6 x-1, y+1, z; #7 -x+1, -y, -z. a The shortest distance between chlorine atom and the aromatic ring C1/C2/C3/C4/C5/C6) representing the Cl …  interaction.
